LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO62623SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26415.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.143 38 42 47 rBV2 14878 25672 0.67% 0.112%
2 2.356 71 77 85 rvB 86874 178861 4.65% 0.777%
3 2.490 98 99 104 rVB2 4934 6164 0.16% 0.027%
4 2.624 118 121 129 rVB1@ 9916 19301 ©.50% ©0.084%
5 2.722 135 137 138 rBV2 3397 2803 0.97% 0.012%
6 2.819 150 153 155 rVB2 4848 4806 0.13% 0.021%
7 2.899 159 166 177 rVB 70677 190015 4.94%  0.825%
8 3.015 183 185 187 rVB3 3160 2444 0.06% 0.011%
9 3.258 222 225 227 rBV4 2282 2738 0.07% 0.012%
10 3.313 232 234 238 rVB5S 2750 3159 0.08% 0.014%
11  3.386 242 246 247 rW4 3058 4547 0.12% 0.020%
12 3.399 247 248 255 rw7 4167 5672 0.15% 0.025%
13 3.691 292 296 298 rVV5 1919 2422 0.06% 0.011%
14 3.892 326 329 334 rVB7 2245 3517 ©.09% 0.015%
15 4.020 339 350 359 rBV 162703 434058 11.29% 1.885%
16 4.124 359 367 377 rW 65847 183698 4.78% 0.798%
17 4.216 379 382 385 rW5 3554 4257 0.11% 0.018%
18 4.246 385 387 390 rVB4 2904 2593 0.07% 0.011%
19 4.380 398 409 416 rBV 8162 19632 0.51% 0.085%
20 4.917 488 497 509 rBV3 13893 47029 1.22% 0.204%
21 5.417 571 579 581 rBV4 6060 12746 0.33% 0.055%
22 5.752 630 634 635 rBv4 2063 2428 0.06% 0.011%
23 5.782 635 639 641 rBv4 3622 4810 0.13% 0.021%
24 5.916 658 661 662 rVVv3 2425 2750 0.097% 0.012%
25 5.947 662 666 668 rvVvs 5595 8557 0.22% 0.037%
26 5.971 668 670 671 rVv2 3100 2406 0.06% 0.010%
27 5.996 671 674 676 rVW4 2193 2478 0.06% 0.011%
28 6.112 686 693 695 rBv8 1511 3259 0.08% 0.014%
29 6.843 809 813 814 rBV4 1810 2269 0.06% 0.010%
30 7.081 843 852 861 rBV 43028 131979 3.43% 0.573%
31 7.172 861 867 878 rVB 26776 75748 1.97% 0.329%
32 7.648 936 945 956 rVvVv 213063 523330 13.62% 2.273%
33 7.953 993 995 999 rVB5 2066 3129 0.08% 0.014%
34 8.020 1002 1006 1010 rBV7 2691 5207 ©.14% 0.023%
35 8.276 1039 1048 1063 rBV2 425030 1259839 32.78% 5.472%
36 8.501 1076 1085 1092 rBV4 7778 24266 0.63% 0.105%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO62623SMA.M
Title : SFAMO1.0
37 8.575 1092 1097 1100 rvVB7 1402 2333 0.06% 0.010%
38 8.629 1104 1106 1109 rVB4 2135 2265 0.06% 0.010%
39 8.684 1109 1115 1116 rBV6 2666 3931 0.10% 0.017%
40 8.843 1130 1141 1152 rBV 486347 971274 25.27% 4.219%
41 9.056 1173 1176 1178 rBV4 2558 3893 0.10% 0.017%
42 9.276 1202 1212 1226 rBV 290197 619313 16.11% 2.690%
43 9.379 1228 1229 1234 rVB5 2608 2435 0.06% 0.011%
44  9.666 1272 1276 1280 rVWV7 1644 3186 0.08% 0.014%
45 9.757 1284 1291 1296 rBVi1e 6448 13893 0.36% 0.060%
46  9.897 1307 1314 1316 rBV6 5369 10280 0.27% 0.045%
47 10.038 1329 1337 1346 rBV 106445 198869 5.17% 0.864%
48 10.251 1368 1372 1376 rVB3 6840 9369 0.24% 0.041%
49 10.324 1376 1384 1391 rBV 480596 864306 22.49% 3.754%
50 10.580 1419 1426 1435 rBV 67029 122557 3.19% 0.532%
51 10.666 1437 1440 1443 rBV4 3363 4461 0.12% 0.019%
52 10.708 1443 1447 1450 rBV6 2836 4218 0.11% 0.018%
53 10.763 1452 1456 1460 rBV7 3986 6548 0.17% ©0.028%
54 10.836 1462 1468 1474 rVB5 5840 15330 0.40% 0.067%
55 10.928 1476 1483 1493 rBV 124167 240189 6.25% 1.043%
56 11.031 1496 1500 1504 rBV4 7858 15206 0.40% 0.066%
57 11.105 1510 1512 1517 rBV6 4284 5475 0.14% 0.024%
58 11.226 1528 1532 1537 rBV4 11686 24359 0.63% 0.106%
59 11.281 1538 1541 1543 rBv4 7263 9241 0.24% 0.040%
60 11.336 1546 1550 1553 rBV5 11519 20911 0.54% 0.091%
61 11.629 1591 1598 1606 rBV 476181 831779 21.64% 3.613%
62 11.769 1617 1621 1624 rVB5 6837 9425 0.25% 0.041%
63 11.818 1625 1629 1632 rBV4 9954 13063 0.34% 0.057%
64 11.873 1634 1638 1642 rBvV2 21158 39528 1.03% 0.172%
65 11.976 1651 1655 1656 rBV4 8626 12191 0.32% 0.053%
66 12.001 1657 1659 1665 rVB5 8444 11599 0.30% 0.050%
67 12.062 1665 1669 1673 rVB3 20189 30504 0.79% 0.132%
68 12.135 1673 1681 1687 rBv4 65773 164680 4.29% 0.715%
69 12.251 1695 1700 1704 rVB 89625 139891 3.64% 0.608%
70 12.360 1704 1718 1724 rBV5 111232 357139 9.29% 1.551%
71 12.604 1748 1758 1759 rBv4 55667 140264 3.65% 0.609%
72 12.690 1766 1772 1779 rBV 271831 596843 15.53% 2.592%
73 12.775 1783 1786 1793 rVB3 116050 204102 5.31% 0.887%
74 12.860 1794 1800 1802 rBV5 94254 191316 4.98% 0.831%
75 12.946 1804 1814 1815 rBV5 387173 933686 24.29% 4.056%

76 13.287 1863 1870 1875 rBV3 159885 318699 8.29%  1.384%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO62623SMA.M
Title : SFAMO1.0
77 13.342 1875 1879 1882 rVWV 99014 132453  3.45% 0.575%
78 13.409 1886 1890 1892 rBvV2 91137 141158 3.67% 0.613%
79 13.440 1893 1895 1899 rVvVv4 116111 154128 4.01% 0.669%
80 13.476 1899 1901 1908 rVB7 87698 142490 3.71% 0.619%
81 13.555 1909 1914 1918 rBV 291484 470742 12.25%  2.045%
82 13.696 1931 1937 1941 rBV5 116173 228562 5.95% 0.993%
83 13.872 1957 1966 1970 rBV2 378992 1078362 28.06% 4.684%
84 13.915 1971 1973 1978 rVV5 152727 222937 5.80% 0.968%
85 13.976 1979 1983 1987 rVV2 186258 280667 7.30%  1.219%
86 14.189 2014 2018 2022 rBV 132673 213086 5.54% 0.926%
87 14.256 2025 2029 2035 rVV3 259099 450783 11.73% 1.958%
88 14.311 2035 2038 2043 rVB3 122890 165759 4.31% 0.720%
89 14.378 2043 2049 2054 rBV2 558705 1028815 26.77% 4.469%
90 14.543 2073 2076 2081 rVB3 281707 390136 10.15% 1.695%
91 14.653 2091 2094 2098 rVB 170720 206111 5.36% 0.895%
92 14.732 2104 2107 2112 rBV3 185407 347717 9.05% 1.510%
93 14.793 2113 2117 2119 rVV 404138 650237 16.92% 2.824%
94 14.848 2120 2126 2135 rVB 1432521 3843147 100.00% 16.693%
95 14.921 2136 2138 2141 rBV2 108959 147694  3.84% 0.642%
96 15.116 2167 2170 2174 rVB2 123866 154220 4.01% 0.670%
97 15.323 2200 2204 2210 rVB4 411765 794670 20.68%  3.452%
98 15.390 2210 2215 2220 rBv4 322848 728185 18.95% 3.163%
99 15.567 2240 2244 2249 rBV4 216673 444148 11.56% 1.929%
1006 15.622 2250 2253 2257 rBV5 147301 228938 5.96% 0.994%

Sum of corrected areas: 23022285
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW026415.D\data.ms
1500000
1000000
500000
4.020
2. £‘13_/\2 4%62¢2§J&015 3258389 3.6913. sgz/\/éﬁﬁsso 4.917 5.417  Sh7EIEEERERE6112 6.8
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VW026415.D\data.ms
1500000
1000000
500000 8.976 8.843 10.324 11.629
9.276
7.648
10.038
o 2 )\ tewo | | samms)\ sos |eare schamavi)\ 10zpl  Seemhucumtisss ) urs
Time--> 7.00 7.50 8. OO 8. 50 9. OO 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW026415.D\data.ms
1500000
1000000
500000
12.690
174
o
OJ\\’\,"\/\\ T T T ‘ T T T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Cyclic12.135 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.135 4.95 ug/L 164680  Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 72
2 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 58
3 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 49
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 46
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 46

Abundance Scan 1681 (12.135 min): VW026415.D\data.ms (-1673) ( m/z 55.10 100.00%

53.1 97.0
5000

—
1200 12,50
I 14?0 1680 2073 2493 2900 .., 97.05 88.08%

m/z--> 50 100 150 200 250
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0

5000 R e
12.00 12.50

m/z 57.00 71.75%
| “\ A

1\5 T H\ ‘ T ‘\ \H‘ T ‘ ‘ \1\2’7\.0\ ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55.0

[
97.0 12.00 12.50
5000 m/z 43.10 67.60%

zsuon\ ‘h 1400
200
m/z--> 50 100 150 200 250

Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl- —— —
97.0 12.00 12.50

m/z 41.00 65.11%

5000
56.0
‘12[7 0

o

o

o

o

260 |
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.251 4.20 ug/L 139891 Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59

Abundance Scan 1700 (12.251 min): VW026415.D\data.ms (-1695) ( m/z 57.05 100.00%

57.0
5000

113.1 N —T—

| 22 15 12.00 12.50
bbb e o 2480 2890 /7 71,10 61.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22095: Octane, 3,6-dimethyl-
57.0

5000 = —
12.00 12.50

m/z 43.10 51.29%

27.0 113.0
‘\“‘“\““‘!"M‘\““‘\“}“\"]‘-“1!2“.(‘)‘\““\““\““!““\““\““\““
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22108: Octane, 3,6-dimethyl-
57.0

—
12.00 12.50

o

o

5000 ITI/Z 41.10 44 .51%
113.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22104: Octane, 2,6-dimethyl- — —
57.0 12.00 12.50

m/z 56.10 35.72%

- MM/\W
113.0
27.0
T Y | 1420

O il empebeg e S e e R —
miz--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.360 10.73 ug/L 357139  Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 94
2 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 64
3 Heptane, 4-propyl- 142 C1eH22 003178-29-8 64
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 58
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53

Abundance Scan 1718 (12.360 min): VW026415.D\data.ms (-1704) ( m/z 57.10 100.00%

57.1
5000
98.1
— ——
m 1422 1 12.00 12.50
ob— “ ‘u b 2f5e 186.0 2218 267.82924  n/; 43,10 51.51%
m/z--> 100 150 200 250
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 - U
12.00 12.50
m/z 41.10 44.75%
01_\4 \()H\ ‘\ h“\ hm \H‘\ “ \‘ T :!-4\2.‘0\ T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74021: Octane, 4,5-dipropyl-
57.0
— ——
12.00 12.50
5000 m/z 98.10 36.22%
98.0
oL2o0l |1 | 150 1m0
m/z--> 50 100 150 200 250
Abundance ) #22084: Heptane, 4-propyl- = e
57.0 12.00 12.50
m/z 55.10 25.37%
5000
98.0
otsollly | w0 A
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.604 7.45 ug/L 140264 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazol-3(2H)-one, 4-(2-furfuryl... 281 C16H15N302 092968-42-8 38
2 4-(1-Benzofuran-2-yl)aniline, TM... 281 C17H19NOSi 1000477-09-8 25
3 trans-4-(2-(5-Nitro-2-furyl)viny... 281 C15H11N303 000847-10-9 22
4 3-Phenyl oxindole, BSTFA derivative 281 C17H19NOSi 1000458-51-5 22

5 3-Methylsalicylic acid, 2TMS der... 296 C14H2403Si2 1000423-36-2 22

Abundance Scan 1758 (12.604 min): VW026415.D\data.ms (-1748) ( m/z 57.05 100.00%
57.0 281.0

%

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #174363: trans-4-(2-(5-Nitro-2-furyl)vinyl)-2-quinolinaming P b
281.0 12.50 13.00
m/z 56.10 53.20%

5000
193. 1221 9
: ‘ —
‘ ‘ ‘ | 151.9 o 12.50 13.00
0 ‘u“ ““J‘U “H}M‘“‘“‘\“ !H“m‘ ‘ !\HW\H\ \Ju\ ‘HH\‘ Pl L ‘\\\M‘h‘ | - ‘ ‘ . ﬁ)‘ | ‘h‘ . “‘\ o m/z 281.00 86.43%
m/z--> 20 40 60 80 100120 140 160 180 200220240260280
Abundance #174524: Pyrazol-3(2H)-one, 4-(2-furfurylidenamino)-1,5-
281.0
5000 56.0 T U
12.50 13.00
1720 m/z 69.10 59.94%
121.0
O ’HH‘HW\‘H\\“9\\]1.\(‘)\H\“‘HH“\‘\Hi”\\!\’\”\2\?\4.\\0\‘\\\\’2\5\%8\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #174689: 4-(1-Benzofuran-2-yl)aniline, TMS derivative
281.0
—— ——
12.50 13.00
5000 ITI/Z 41.00 59.68%
133.0
73.0
430 | 103.0 ‘16"5 0 206.02350 | | /\W/\/\V\

5000

235.0
190.0
| ‘ ]

28.0 7? 9\ \:\Lls 0 15% (w)m Il \‘ “ ‘

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

§

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.775 10.84 ug/L 204102 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 52
2 2-Undecene, 9-methyl-, (Z)- 168 C12H24 074630-45-8 41
3 3-Undecene, 9-methyl-, (Z)- 168 C12H24 074630-50-5 38
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 30
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 25

Abundance Scan 1786 (12.775 min): VW026415.D\data.ms (-1783) ( m/z 69.10 100.00%

69.1
125.2
41.0
5000

97.1 -
222.0 1250  13.00
ol ol L 292D as28 L 2600 T o ga . aa

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0

5000 1
12.50 13.00
m/z 55.10 71.17%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #43566: 2-Undecene, 9-methyl-, (2)-
70.0

o

o

P P
12.50 13.00
5000 41.0 m/z 125.15 61.87%
97.0
L 1060
(o UL N S S AR st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43562: 3-Undecene, 9-methyl-, (2)- —— ——
70.0 12.50 13.00

41.0
m/z 41.00 52.48%

5000
97.0

LI, TP 1680
Ot ettt e e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
VWe26415.D

: 29 Jun 2023 00:00

: SY/MD

: 03458-19

: 4.76g/10mL/MSVOA_W/SOIL

01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 (DEL) Alkane: Cyclic12.860 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.860 10.16 ug/L 191316 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
2 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 43
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 43
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 43

5 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 43
Abundance Scan 1800 (12.860 min): VW026415.D\data.ms (-1794) ( m/z 55.10 100.00%
55.1
97.1
152.1
5000
1871 222.1
P e
H ‘ H ‘ ‘ 12.50 13.00
ol bbb s L el 2828 T ey 1e 8136
miz--> 50 100 150 200 250
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 e —
12.50 13.00
‘ ‘ 140.0 m/z 81.05 69.56%
0 1\5.\()“\ H ‘H“\ M H\“ T “ T T T ! ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #20766: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0 — —
12.50 13.00
5000 m/z 152.05 58.05%
‘ H | 140.0
0 H““‘M‘MM_‘H_H‘_H‘_H
miz--> 50 100 150 200 250
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- — —
55.0 97.0 12.50 13.00
m/z 41.10 44 ,59%
5000
‘ 140.0
OIEPWMM“‘&JM““‘ !“‘ i — —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.946  49.59 ug/L 933686 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
3 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 98
4 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
5 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 98

Abundance Scan 1814 (12.946 min): VW026415.D\data.ms (-1804) ( m/z 152.05 100.00%
152.1
222.0
5000
55.0 97.1 187.1
Lol ol 225 ,
0 _m‘H‘H“‘u;”‘w‘wM”mww}m“_m_‘l‘wM‘nm‘?‘??r 59.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101342: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
222.0
5000
187.0 13 00
780 40.74%
h 111.0 ‘
O ‘HH‘\H\’1\\‘H\‘H\\‘\H“Hh\‘\‘\‘\\\‘\\ ‘\‘HH‘\”‘H‘\\\\“\H\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
2220 13 00
5000 187.0 m/z 1 36.81%
75.0
126 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101332: 1,1'-Biphenyl, 2,4'-dichloro-
152.0 2220 13 00
36.16%
5000
75.0
39.0 ‘ 110 | 1860
o M B P PO S “ww‘wwW‘J‘WWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.287 16.93 ug/L 318699 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
3 Decane, 2-methyl- 156 C11H24 006975-98-0 64
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64

Abundance Scan 1870 (13.287 min): VW026415.D\data.ms (-1863) ( m/z 57.10 100.00%

57.1
5000
85 1 T ‘ T T ‘ T
‘ ‘ g|W 13.00 13.50
0 bprrrell w“mh““ Al Al4111682 2071 2661 ns; 71,10 59.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14531: Octane, 2-methyl-
43.0
5000 —— ——
13.00 13.50
71.0 m/z 43.10 57.18%
L o
O\‘\\H‘\H\‘\\‘\\‘\\H‘\H‘\‘H\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 41.10 47 .83%
29.0 85.0
o Ll L 180 egi1es0
e e A A e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #33088: Decane, 2-methyl- — —
43.0 13.00 13.50
m/z 56.10  34.25%
- T L\/\VNMAJv&ﬂWNp\AA
B T
Ot e e e e e e —— —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.342 7.03 ug/L 132453 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 72
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
Abundance Scan 1879 (13.342 min): VW026415.D\data.ms (-1875) ( m/z 57.10 100.00%
57.1
5000 J\/V\J\MA\/\A/M
127.2 — —
‘ | o1 ‘ 182 . 13.00 13.50
ol M b T 1823 2188 2980y 71010 75.79%
miz--> 50 100 150 200 250
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
5000 — ——
85.0 13.00 13.50
' m/z 43.10 64.11%
‘ ‘ ‘ 126.0
0 \‘\ ‘\““‘\ h‘ \“‘\“ — L L B s s s B s
miz--> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl-
57.0
— —
13.00 13.50
5000 m/z 85.10 40.69%
182.0
99.0 H
ol Ll 10 | 2120 2660
m/iz--> 50 100 150 200 250
Abundance #107218: Hexadecane — —
57.0 13.00 13.50
m/z 41.10  35.26%
5000 W\/W\Mm
o 27‘\'0“\‘ b “‘9?'0‘ 1410 1830 2260
A e e P e
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.409 7.50 ug/L 141158 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 47
2 1-TIodoundecane 282 C11H23I 004282-44-4 43
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 43

5 Succinic acid, 2-chloro-6-fluoro... 330 C15H16C1FO5 1000390-72-1 38

Abundance Scan 1890 (13.409 min): VW026415.D\data.ms (-1886) ( m/z 57.05 100.00%
57.0
5000 A/\/\I\/\Mj\/\j\/\ﬁ}
5.1
P
‘ ‘126.2 13.50
ol d gl [ 115731893 2238 m/z 71.e5 50.36%
miz--> 50 100 150 200 250
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 R
13.50
m/z 43.10 41.84%
27"0‘ || 980 1550
O T T “\ ‘\‘ “‘\ w \‘\ H‘ T \‘\ T ‘“\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0
P
13.50
5000 m/z 41.85  39.64%
27,0 99.0 155.0
ob b b L T ero 2824
m/z-> 50 100 150 200 250
Abundance #59042: Dodecane, 3-methyl- —
57.0 13.50
m/z 85.10 38.94%
27.0 ‘990 155.0
oAb L) —
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 (DEL) Alkane: Cyclic13.440 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.440 8.19 ug/L 154128 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 49
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 47
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 47
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
5 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 43
Abundance Scan 1895 (13.440 min): VW026415.D\data.ms (-1893) ( m/z 83.10 100.00%
83.1
55.1
5000
140.2 L
109.1 1670 13.50
0 e 29EE  m/z 55010 83.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20727: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000 1
13.50
27.0 140.0 m/z 41.10 49.75%
0\\\\‘\“\\ ‘\‘H‘\\H‘H\\!"]-\%\2\.‘0\‘\\\1\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
P
13.50
5000 m/z 43.10 48.69%
27.0 140.0
ow_‘:‘”‘ﬂ‘m‘“\‘wlH1‘,1}‘2;‘0‘“"1‘ww_m,w_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20733: Cyclohexane, (2-methylpropyl)- —
55.0
83.0 13.50
m/z 82.10 43.86%
5000
27.0
T
O‘H‘Mm‘ﬁ“MMHﬂhJWH‘W‘Hﬂ‘H‘MH‘M‘HM‘H‘H‘W ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.476 7.57 ug/L 142490 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 47
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 47
3 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 47
4 1,2-Octadecanediol 286 C18H3802 020294-76-2 43
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 35
Abundance Scan 1901 (13.476 min): VW026415.D\data.ms (-1899) (| m/z 97.10 100.00%
571 97.1
139.1
——
13.50
ob— “1““‘»“‘ | “‘“u L 1931 2328 2940 057 16 o4.69%
miz-> 50 100 150 200 250
Abundance #126385: 1-Decanol, 2-hexyl-
57.0
5000 1
97.0 13.50
m/z 43.10 82.85%
oo LUy e
0 Hr\‘H ‘ ‘h\ “1“\ \\\‘\\‘\\’\\\\
miz-> 50 100 150 200 250
Abundance #126382: 1-Decanol, 2-hexyl-
57.0
——
13.50
5000 m/z 69.10 63.66%
97.0
27.0 ‘ ‘
oL h“ H\ i H \‘ \\h \‘h A h “‘ — ‘22‘4"0‘ ——
miz--> 50 100 150 200 250
Abundance  #222196: 2- Chloropropionic acid, pentadecyl ester T
57.0 13.50
97.0 m/z 55.10 54.39%
5000
27,0 ‘ H 400 1820
ok ““ \\“\ ‘\‘ I \H\ “ ‘M \‘ﬁ \H\ ‘m - ‘ : \1 : ‘2?,\5"0‘ —
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Cyclic13.696 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.696 12.14 ug/L 228562 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 62
2 Cyclopentane, (2-methylbutyl)- 140 C1oH20 053366-38-4 53
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 38
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 38

Abundance Scan 1937 (13.696 min): VW026415.D\data.ms (-1931) ( m/z 69.10 100.00%
69.1

41.1
5000

111.1

154.2

—
‘ 13.50 14.00
1932
Hww“‘mwmw‘,m“wwu_m‘um‘u_m_Hu_%l‘?cﬁﬁf‘?n‘ m/z 55.10  55.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0

5000

o

T
13.50 14.00
m/z 41.10 54.57%

‘ 970 139.0
H‘_‘H““HJ“_Mw,““m‘u”hW‘_H“_WH_HW_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20729: Cyclopentane, (2-methylbutyl)-

69.0

o

41.0 T I T T T T
13.50 14.00
5000 111.0 m/z 57.10 52.37%
L b L a0
O et bt Ml e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7604: 1-Hexene, 3,3-dimethyl- — —
69.0 13.50 14.00

m/z 43.10 37.66%

41.0
5000
97.0

15.0
R

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Sulfurous acid, cyclohexylm... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.915 11.84 ug/L 222937 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 72
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 59
3 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 53
4 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 53
5 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 53

Abundance Scan 1973 (13.915 min): VW026415.D\data.ms (-1971) ( m/z 97.10 100.00%
97.1

55.1
5000
——
‘ ‘ 154.1 14.00
126.1 :
188.1 223. . )
o,‘Hﬂhwhwkuwwhmuwwuymk_H‘fﬁw‘?ﬁ%%‘uu_ﬁgﬁf m/z 55.10 77.72%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es

:

97.0
5000 L
55.0 14.00
m/z 57.10 45.507%
027‘\'0\” ‘\‘ ‘hm MM \H\ \125'0 155.0 239.0
’HH‘H\ ‘HH‘\HV‘HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
e
14.00
5000 ITI/Z 41.10 43.20%
7.0 ‘ 140.0
0 ,\‘\‘\\“\\\““\‘1‘”“\‘\”“””‘”u‘mmm‘mmm‘\m‘\m‘\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl- —
97.0 14.00
55.0 .
m/z 43.10 30.73%
5000
27.0
‘ 168.0
0 ,‘:‘MH”“‘_‘:‘m“m‘_ﬁ??nqumeMwwwww —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 (DEL) Alkane: Cyclic13.976 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.976  14.91 ug/L 280667 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 46
2 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 30
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 27
4 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 25
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 25
Abundance Scan 1983 (13.976 min): VW026415.D\data.ms (-1979) ( m/z 69.10 100.00%
T M
5000 111.1
154.2 e
| L)
O S b L 19982204y 4310 84.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13198: Cyclooctane, methyl-
55.0
5000 T
14.00
29.0 83.0 1110 m/z 55.10  70.05%
O \\\‘\L\\‘i\\\ \\“!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7391: Ethanone, 1-cyclopentyl-
430 69,0
——
14.00
5000 m/z 41.10 67 .90%
112.0
15.0
0 H“_Mm_ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- ——
69.0 14.00
111.0 m/z 57.10 54.917%
5000
41.0
0 m_‘H‘m!‘_u‘u“HH‘HHW‘lfl‘ouowwwwww —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.189 11.32 ug/L 213086 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 68
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 60
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 55
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 53
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 52

Abundance Scan 2018 (14.189 min): VW026415.D\data.ms (-2014) ( m/z 57.10 100.00%
57.1

5.1 —— —
‘ ‘ 141.2 14.00 14.50
ol bbb b ] 17322070 2981 4340 73.85%
mi/z--> 50 100 150 200 250 300
Abundance #45490: Undecane, 3-methyl-
57.0
5000 T

T
14.00 14.50
m/z 41.10 61.71%

\ 99.0 141.0
L O
m/z--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-

43.0

—
14.00 14.50

5000 85.0 m/z 71.106 53.80%
140.0
183.0
ol bbb LT 260
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl- T —
43.0 14.00 14.50

m/z 85.10  44.82%

5000 85.0
126.0 183.0
| | [ 2260

oL—— ‘u\‘ MU\ ‘H\‘ 1N h

T 7
m/z--> 50 100 150 200 250 300 14.00 14.50

SFAMWLMO62623SMA.M Thu Jun 29 16:05:37 2023 Page: 20



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
VWe26415.D

: 29 Jun 2023 00:00

: SY/MD

: 03458-19

: 4.76g/10mL/MSVOA_W/SOIL

01

hod
le

ry

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Sulfurous acid, butyl tride... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.256  23.94 ug/L 450783  1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 53
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 53
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 53

4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 50
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 47
Abundance Scan 2029 (14.256 min): VW026415.D\data.ms (-2025) ( m/z 57.10 100.00%
57.1
5000 VwﬁAﬂﬂWAﬁjkbA/JA«JRA
85.1
—r —
‘ H 21681 14.00 14.50
0 el A e 2100 m/z 41.10 47.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 — e
85.0 14.00 14.50
m/z 55.10 47.32%
29.0
O ‘\‘\‘\ T \h ’ \ \“\ T "\ \ T \H‘J-\]\.‘ﬁ‘c\)‘%%ﬂ-\\o\\ ‘ T \]\-ﬁ?\\()\ ‘ TTTT ‘\Zﬁg)‘\()\ TT ‘ TTTT ‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #257561: Sulfurous acid, butyl pentadecy! ester
57.0
—r —
14.00 14.50
5000 ITI/Z 71.10 45.18%
85.0
29.0
J20 1L e oo g
‘HH‘HHV‘HVHW‘HWH‘WHH_‘H_H‘_HWH‘WHH‘HH_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #241461: Sulfurous acid, butyl tetradecyl ester P ——
57.0 14.00 14.50
m/z 43.10 44.,93%
5000
85.0
290
Oy A0, 1970 23102610 SN
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50

SFAMWLMO62623SMA.M Thu Jun 29 16:05:38 2023 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.311 8.80 ug/L 165759 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 50
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 47
3 Succinic acid, tridec-2-yn-1-yl ... 380 C22H3605 1000390-72-9 38
4 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 27
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 27
Abundance Scan 2038 (14.311 min): VW026415.D\data.ms (-2035) ( m/z 43.10 100.00%
3.1
85.1
5000
— ——
‘ ‘ h “ h 14?'1 1971 14.00 14.50
Obrrr et Al sl vy, 1971 2323 2810 4, 57 10 8e.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45483: Decane, 4-ethyl-
43.0
5000 85.0 — —
14.00 14.50
m/z 85.10 78.47%
“ ‘ 140.0
0 \H‘HH‘i‘}H‘!"\‘\Hh“!‘\H”“HH‘\h\\\U\\\\]’_\7\(\)\.(’)\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59039: Dodecane, 5-methyl-
43.0
— ——
14.00 14.50
5000 85.0 m/z 41.00 65.92%
L o
O el b e RS e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #287706: Succinic acid, tridec-2-yn-1-yl tetrahydrofurfury P ——
85.0 14.00 14.50
m/z 69.10 59.98%
5000
43.0
P e .
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Naphthalene, decahydro-2-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.378 54.64 ug/L 1028820 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 62
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
4 6-Dodecyne 166 C12H22 006975-99-1 47
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 46
Abundance Scan 2049 (14.378 min): VW026415.D\data.ms (-2043) ( m/z 83.10 100.00%
a1 °7
5000 152.2
J oo idso
ob— | “‘H‘“M‘ l th“ﬁz‘ﬁ] L 20392360 2801 5516 94.67%
miz-> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — —
14.00 14.50
rl 0 m/z 82.10  84.44%
0 \“\ ‘H‘ \‘H\“ I!:J\h\ ‘\ "‘\ L B B B e
miz--> 50 100 150 200 250
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 (81.0
— —
152.0 14.00 14.50
5000 m/z 41.10 81.62%
FF.O
miz--> 50 100 150 200 250
Abundance #12175: Cyclohexane, 2-propenyl- “ —
55.0 14.00 14.50
m/z 81.10 70.37%
96.0
oM L b fTPtes0 A
m/z--> 50 100 150 200 250 14.00 14.50

SFAMWLMO62623SMA.M Thu Jun 29 16:05:40 2023 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 trans-Decalin, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.543  20.72 ug/L 390136 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
3 Cyclododecene, (E)- 166 C12H22 001486-75-5 64
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 64
5 5-Nonadecen-1-o0l 282 C19H380 1000131-11-9 64

Abundance Scan 2076 (14.543 min): VW026415.D\data.ms (-2073) (+ ' m/z 67.10 100.00%
67

.1 951 152.2
5000
39,0 S ‘
|14 h 242 | 1863 2339 282 1459
O el (BBl A o s o T SO T BV m/z 81.10 90.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — :
14.50
09.0 m/z 95.10 87.90%
O\’H‘HH‘!
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
T T
152.0 14.50

5000 m/z 152.20  83.64%
09.0
0’

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #41534: Cyclododecene, (E)- f*TJX‘TA\
67.0 14.50
m/z 82.10  83.40%
96.0
5000
29.0 166.0
H H I ‘\ 1380 ‘

O‘Muw‘uw"Mmm‘uuﬂ‘HMH‘_HW‘HWH‘WHH‘HHM‘HM‘ ——

m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\

Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M

Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 Oxalic acid, butyl 6-ethylo...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.653 10.95 ug/L 206111 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 80
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
3 4,4-Dipropylheptane 184 C13H28 017312-72-0 64
4 Decyl isopropyl ether 200 C13H280 1000406-33-8 64
5 Tridecane, 5-methyl- 198 C14H30 025117-31-1 52

Abundance Scan 2094 (14.653 min): VW026415.D\data.ms (-2091) ( m/z 43.10 100.00%
3.1
85.1
5000
‘ 140.1 ] d “Od
14.5 15.
168.2
o,w\‘m!qwhew1“_”“‘«”““‘H_m_“‘29‘7“2‘”“_”“2“‘3‘2‘“ m/z 57.10  80.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181391: Oxalic acid, butyl 6-ethyloct-3-yl ester
510 85.0
5000 T
14.50 15.00
29.0 141.0 m/z 85.10 61.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
—— —
14.50 15.00
5000 85.0 m/z 71.16 57.08%
113.0141.0
S -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59043: 4,4-Dipropylheptane T 7
57.0 g5 14.50 15.00
m/z 55.10  45.59%
5000 141.0
29.0
o,‘H‘““HJ!‘_‘“HW“_le‘Ww_wmwwm‘ww e e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

SFAMWLMO62623SMA.M Thu Jun 29 16:05:42 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 (DEL) Alkane: Cyclic14.732 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.732  18.47 ug/L 347717 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 68
2 4-Undecene, 4-methyl-, (Z)- 168 C12H24 074630-57-2 58
3 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 53
4 2-Undecene, 6-methyl-, (E)- 168 C12H24 074630-61-8 52
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49

Abundance Scan 2107 (14.732 min): VW026415.D\data.ms (-2104) ( m/z 55.10 100.00%

5I:
£000 MV\/\/\WW
1 7 1 168 2 14.50 15.00

AL H‘ ‘\ A 2241 2800 /7 69.10  83.11%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13195: Cyclooctane, methyl-
55.0

5000 111.0 UL U
14.50 15.00

m/z 43.10  74.23%
\

\\\2‘\40\\‘\\\ "\MM‘H”“L\\1“H}\‘\‘H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43541: 4-Undecene, 4-methyl-, (2)-
55.0

14.50 15.00

o

o

5000 m/z 57.10 67.41%
168.0
0 ZQJO,HO,,, W\/WW
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #20729: Cyclopentane, (2-methylbutyl)- T —
69.0 14.50 15.00

m/z 41.10 66.87%

5000 111.0
29.0

0 ‘\ M‘ j M ‘ 140.0
m‘mwm,‘H‘HH‘mWm“m,mwmwm“m,‘m,mwu —

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 (DEL) Alkane: Cyclic14.793 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.793  34.53 ug/L 650237 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 64
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 58
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 58
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 58
5 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 58
Abundance Scan 2117 (14.793 min): VW026415.D\data.ms (-2113) (| m/z 97.10 100.00%
97.1
55.1
5000
—— —
‘ I 152.0 18‘8'0 ‘ 14.50 15.00
Obperrothell bbbt b b b 22232810 T ee 10 79.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
5000 —r— ——
14.50 15.00
126.0 m/z 41.10 37.60%
O’!!
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
—— —
14.50 15.00
5000 m/z 69.10 32.01%
27,0
168.0
O b b 3250 L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl- T —
55.0 97.0 14.50 15.00
m/z 43.10 30.69%
5000
270
168.0
A S
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 25 1,1'-Biphenyl, 2-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.848 204.10 ug/L 3843150 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 98
2 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 96
3 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 96
4 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 95
5 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 93

Abundance Scan 2126 (14.848 min): VW026415.D\data.ms (-2120) (+ | m/z 188.10 100.00%
188.1
152.1
5000
76.0
— ——
41.1 14.50 15.00
ol L 2213 2808 gz 152,05 68.17%
miz--> 50 100 150 200 250
Abundance #62868: 1,1'-Biphenyl, 2-chloro-
188.0
152.0
5000 f\—/\ —
6.0 14.50 15.00
m/z 190.10 37.73%
390 ‘
O T T T \ H “ \“\ H\MH 3.\(%‘\ T }“ T T T ‘\‘ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #62867: 1,1'-Biphenyl, 4-chloro-
188.0
— ——
14.50 15.00
5000 152.0 m/z 76.00  28.12%
76.0 ‘
o289 doaea L L
miz--> 50 100 150 200 250
Abundance #62866: 1,1'-Biphenyl, 2-chloro- T e
188.0 14.50 15.00
m/z 153.05 27.68%
5000 152.0
76.0
039° NN
miz--> 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00

Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 Sulfurous acid, butyl cyclo... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

14.921  7.84 g/l 147694  1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S

1000309-21-4 53

2 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 52
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 50
4 Cycloheptanemethanol 128 C8H160 004448-75-3 50
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 47
Abundance Scan 2138 (14.921 min): VW026415.D\data.ms (-2136) ( m/z 97.10 100.00%
551 971
5000
P
H ‘ ‘ 168.2 15.00
Obprrdecth b 3391|2020 23822669 - u,; 55,10 85.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #115563: Sulfurous acid, butyl cyclohexylmethyl ester
97.0
55.0
5000 T
15.00
m/z 83.10 55.14%
Oz’qflq[ffffff127.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
55.0 ——
15.00
5000 m/z 69.10 48.32%
168.0
toJJOlZG-O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- ——
55.0 97.0 15.00
m/z 41.10 29.31%
5000
), | 80
Ottt it e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 27 unknown-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.116 8.19 ug/L 154220 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-4-one, 2,6-dimethyl- 154 C10H180 001879-00-1 22
2 2-Pentanone, 5-(1,2-propadienylo... 148 C8H1202 855702-69-7 14
3 2(4H)-Benzofuranone, 5,6,7,7a-te... 180 C11H1602 017092-92-1 11
4 Heptane, 2,4,6-trimethyl- 142 C1OH22 002613-61-8 11
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 10
Abundance Scan 2170 (15.116 min): VW026415.D\data.ms (-2167) ( m/z 43.10 100.00%
43.1
85.1
5000 149.1
T
180.4 . .
0 — “M “\m‘ \H;M\“\M gT ?ﬂrz‘h‘uh\\‘\\h‘\ il ‘\H‘ : ‘2“18‘-9 e ‘28‘3-‘: m/z 57.10 77.36%
miz--> 50 100 150 200 250
Abundance #31077: 7-Octen-4-one, 2,6-dimethyl-
85.0
5000 —r— ——
41.0 15.00 15.50
m/z 41.10 66.28%
I H Wl ‘ 139.0
O T T T } “H\ ‘\ \H\ ‘ T T T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21260: 2-Pentanone, 5-(1,2-propadienyloxy)-
43.0
—— ——
15.00 15.50
5000 m/z 85.10 61.29%
85.0
of30) | . . a0
m/iz--> 50 100 150 200 250
Abundance #54796: 2(4H)-Benzofuranone, 5,6,7,7a-tetrahydro-4,4,7 —— —
43.0 15.00 15.50
111.0 m/z 149.05 44.67%
5000
79.0 180.0
0 — U\ U‘“ ‘H‘M‘ H‘\‘\ ‘H‘\“‘\!\ \‘H‘ . ‘\‘ “ L !‘ —— . — ! . e
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 28 Hexadecyl octyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.323  42.20 ug/L 794670  1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 C24H500 1000406-38-6 64
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 60
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 53
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 50
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 49

Abundance Scan 2204 (15.323 min): VW026415.D\data.ms (-2200) ( m/z 57.10 100.00%
57.1

%

5000
97.1
15.00 15.50
145.1 182.2 .
owmwwh:““J‘m‘wH‘”‘WMHH,m_““?‘1‘7,““”_””2‘§2‘:: m/z 71.10  71.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #264243: Hexadecyl octyl ether
57.0
5000 — ——
15.00 15.50
97.0 m/z 43.10 59.99%
ol 2700 i \H | 12701560 19602250
\‘HH‘\H‘\ \[HH‘HH‘HH‘HH’HH‘HH‘HH’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
— ——
15.00 15.50
5000 ITI/Z 55.10 38.75%
113.0 155.0
Nl B R AT T Y N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141071: Heptadecane, 7-methyl- — ——
57.0 15.00 15.50
m/z 41.10 37.45%
5000
112.0
1680
o Al ], 197.0 239.0
WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WHH‘HH‘HH‘H‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 29 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.390  38.67 ug/L 728185 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromoeicosane 360 C20H41Br 004276-49-7 38
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 35
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 35
4 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 27
5 Hexacosyl isobutyl ether 438 C30H620 1000406-33-3 25
Abundance Scan 2215 (15.390 min): VW026415.D\data.ms (-2210) ¢ m/z 57.10 100.00%
57.1
95.1
5000
137.1
— ——
‘ ‘ ‘ LSZZ 15.00 15.50
ol A ) L 8822 2242 2806 po 4110 65.52%
miz-> 50 100 150 200 250 300
Abundance #269798: 1-Bromoeicosane
57.0
5000 — e
135.0 15.00 15.50
7.0 m/z 55.10 63.63%
0 18\ || H‘\ HL\ \‘\‘ | ‘H:‘LGQO 2110247028;0 319.!
\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 50 100 150 200 250 300
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— ——
15.00 15.50
5000 m/z 95.10 59.37%
113.0
169.0
o Ll L R e o0
miz--> 50 100 150 200 250 300
Abundance #45512; Decane, 3,8-dimethyl- — —
57.0 15.00 15.50
m/z 81.10 55.38%
5000
‘ 99.0 1410
I I - —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 30 1-Octadecanesulphonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.567  23.59 ug/L 444148  1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 52
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 46
3 Tridecane 184 C13H28 000629-50-5 46
4 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 43
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 42

Abundance Scan 2244 (15.567 min): VW026415.D\data.ms (-2240) ( m/z 57.10 100.00%
57.1
5000 125.1 /\/VJ\W
15.50 |
180.2 .
0t ‘WMH LAl 2212 2831 nu 43,10 82.05%
miz--> 100 150 200 250
Abundance #261362. 1-Octadecanesulphonyl chloride
57.0
5000 — :
1.0 15.50
m/z 69.10 71.74%
30
0 T T ‘\ H ‘ ‘ ““ “\‘H ‘\ \H‘ \ ‘ \17\5\ 0\ ‘ T T T T ‘ T \2\88\.(
m/z--> 50 100 150 200 250
Abundance #45506: Decane, 3,6-dimethyl-
57.0
T T
15.50
5000 m/z 71.10 68.73%
210‘ 113.0
T I Y-
m/iz--> 50 100 150 200 250
Abundance #59026: Tridecane T
57.0 15.50
m/z 55.10 67.62%
e /JJ\A/WWM
20 99.0
L0 ano 1m0
O L e
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 31 unknown-@5 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.622  12.16 ug/L 228938 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
2H-Pyran, 2-(2-heptadecynyloxy)t... 336 C22H4002 069502-96-1 22
Cyclopropanemethanol, 2-methyl-2... 168 C11H200 098678-70-7 20
3 2,6-Dimethyl-6-chlorohept-2-ene 160 C9H17C1 006076-48-8 14
4 4H-Pyran-4-one, 2-methoxy-6-methyl- 140 C7H803 004225-42-7 11
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 11
Abundance Scan 2253 (15.622 min): VW026415.D\data.ms (-2250) ( m/z 55.10 100.00%
55.1
119.1
5000
— —
| ‘18‘2'2 2225 250 15.50 16.00
ol AL Ll 2225 2830 nyz 43.10 98.61%
miz-> 50 100 150 200 250 300
Abundance #244198 2H-Pyran, 2-(2-heptadecynyloxy)tetrahydro-
7.0
5000 — ——
15.50 16.00
m/z 69.10 94.37%
. | 1959 16105100 230 s,
- T T T T ‘ \ LI ‘ T T T
miz--> 100 150 200 250 300
Abundance #43435 Cyclopropanemethanol 2-methyl-2-(4-methyl-3-
— —
15.50 16.00
5000 m/z 83.10 86.28%
109.0
0! H‘hmh‘d ‘\h il fl- i‘o‘ R
miz--> 100 150 200 250 300
Abundance #36851: 2,6-Dimethyl-6-chlorohept-2-ene — ——
69.0 15.50 16.00
m/z 41.10 78.03%
5000 109.0
‘h 160.0
0""wl‘u‘1‘0““uw”‘””‘””‘”” — —
m/z--> 100 150 200 250 300 15.50 16.00

SFAMWLMO62623SMA.M Thu Jun 29 16:05:50 2023 Page: 34



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62823\
Data File : VW@26415.D

Acqg On : 29 Jun 2023 00:00
Operator : SY/MD

Sample : 03458-19

Misc : 4.76g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
Quant Title : SFAM@1l.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 12.135 5.0 ug/L 164680 2 11.635 831779 25.0
(DEL) Alkane: S... 12.251 4.2 ug/L 139891 2 11.635 831779 25.0
(DEL) Alkane: S... 12.360 10.7 ug/L 357139 2 11.635 831779 25.0
unknown-01 12.604 7.5 ug/L 140264 3 13.555 470742 25.0
(DEL) Alkane: S... 12.775 10.8 ug/L 204102 3 13.555 470742 25.0
(DEL) Alkane: C... 12.860 10.2 ug/L 191316 3 13.555 470742 25.0
1,1'-Biphenyl, ... 12.946 49.6 ug/L 933686 3 13.555 470742 25.0
(DEL) Alkane: S... 13.287 16.9 ug/L 318699 3 13.555 470742 25.0
(DEL) Alkane: S 13.342 7.0 ug/L 132453 3 13.555 470742 25.0
(DEL) Alkane: S 13.409 7.5 ug/L 141158 3 13.555 470742 25.0
(DEL) Alkane: C... 13.4490 8.2 ug/L 154128 3 13.555 470742 25.0
unknown-02 13.476 7.6 ug/L 142490 3 13.555 470742 25.0
(DEL) Alkane: C... 13.696 12.1 ug/L 228562 3 13.555 470742 25.0
Sulfurous acid,... 13.915 11.8 wug/L 222937 3 13.555 470742 25.0
(DEL) Alkane: C... 13.976 14.9 ug/L 280667 3 13.555 470742 25.0
(DEL) Alkane: S... 14.189 11.3 ug/L 213086 3 13.555 470742 25.0
Sulfurous acid,... 14.256 23.9 ug/L 450783 3 13.555 470742 25.0
(DEL) Alkane: S... 14.311 8.8 ug/L 165759 3 13.555 470742 25.0
Naphthalene, de... 14.378 54.6 ug/L 1028820 3 13.555 470742 25.0
trans-Decalin, ... 14.543 20.7 ug/L 390136 3 13.555 470742 25.0
Oxalic acid, bu... 14.653 10.9 ug/L 206111 3 13.555 470742 25.0
(DEL) Alkane: C... 14.732 18.5 ug/L 347717 3 13.555 470742 25.0
(DEL) Alkane: C... 14.793 34.5 ug/L 650237 3 13.555 470742 25.0
1,1'-Biphenyl, ... 14.848 204.1 ug/L 3843150 3 13.555 470742 25.0
Sulfurous acid,... 14.921 7.8 ug/L 147694 3 13.555 470742 25.0
unknown-03 15.116 8.2 wug/L 154220 3 13.555 470742 25.0
Hexadecyl octyl... 15.323 42.2 ug/L 794670 3 13.555 470742 25.0
unknown-04 15.390 38.7 ug/L 728185 3 13.555 470742 25.0
1-Octadecanesul... 15.567 23.6 ug/L 444148 3 13.555 470742 25.0
unknown-05 15.622 12.2 wug/L 228938 3 13.555 470742 25.0
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